.
Gas-phase absolute standard Gibbs energies, 298.15°, obtained by G3(MP2)//B3LYP composite method for keto and enol forms of monohydroxyxanthones isomers, and the theoretically predicted gas-phase standard molar Gibbs energies, ∆ r m°( g), for the keto-enol equilibrium, at T = 298.15 K, with the corresponding fractions (x) of the two tautomers ………………………………. A4 Table A3 . G3(MP2)//B3LYP enthalpies, 298.15K°, with corresponding conformer composition (i), and experimental gas-phase standard (p = 0.1 MPa) molar enthalpies of formation, ∆ f m°( g), at T = 298.15 K, for monohydroxyxanthone isomers and for the auxiliary species ……………………… A5
Acronims used throughout this supplementary data: 1OHXT for 1-hydroxyxanthone 2OHXT for 2-hydroxyxanthone 3OHXT for 3-hydroxyxanthone 4OHXT for 4-hydroxyxanthone
Standard thermodynamic property:
The standard state of a pure gas refers to its standard state is that of an ideal gas at p of 0.1 MPa (or, which is equivalent, that of a real gas at p = 0). Standard states will be denoted by a superscript "o". a Calculated from the standard molar enthalpy of formation in the liquid phase given in ref. [9] and from the standard molar enthalpy of vaporization given in ref. [10] , at T = 298.15 K,
A2
∆ f m°( g) c / kJmol -1 298.15K° d / JK -1 mol -1 ∆ f m°( g) e / JK -1 mol -1 ∆ f m°( g) f / kJmol -1 g 1OHXT 724.g) = ∆ f m°( g) − ∆ f m°( g); g Calculated from  = −[∆ f m°( g)/ ] ∑ -[∆ f m°( g)/ ] ⁄ .
